Key indicators: single-crystal X-ray study; T = 173 K; mean (C-C) = 0.004 Å; R factor = 0.057; wR factor = 0.149; data-to-parameter ratio = 16.6.
Refinement R[F 2 > 2(F 2 )] = 0.056 wR(F 2 ) = 0.148 S = 1.03 3194 reflections 192 parameters H-atom parameters constrained Á max = 0.42 e Å À3 Á min = À0.49 e Å À3 Table 1 Hydrogen-bond geometry (Å , ).
D-HÁ Á ÁA
D -H HÁ Á ÁA D Á Á ÁA D -HÁ Á ÁA C15-H15CÁ Á ÁCg2 i 0.98 2.80 3.592 (4) 139 C16-H16BÁ Á ÁCg2 ii 0.98 3.21 3.903 (4) 128
Symmetry codes: (i) Àx þ 1; Ày þ 2; Àz; (ii) Àx þ 3 2 ; y þ 1 2 ; Àz þ 1 2 .
Data collection: SMART (Bruker, 2001) ; cell refinement: SAINT (Bruker, 2001); data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 (Farrugia, 1997) and DIAMOND (Brandenburg, 1998); software used to prepare material for publication: SHELXL97.
5-Ethyl-2-methyl-3-phenylsulfonyl-1-benzofuran
H. D. Choi, P. J. Seo, B. W. Son and U. Lee
Comment
As a part of our ongoing studies on the synthesis and structure of 3-phenyl-sulfonyl-1-benzofuran analogues, the crystal structure of 5-bromo-2-methyl-3-phenylsulfonyl-1-benzofuran (Choi et al., 2008a) and 2,5,7-trimethyl-3-phenylsulfonyl-1-benzofuran (Choi et al., 2008b) have been described in the literature. Here we report the crystal structure of the title compound, 5-ethyl-2-methyl-3-phenylsulfonyl-1-benzofuran (Fig. 1) .
The benzofuran unit is essentially planar, with a mean deviation of 0.007 Å from the least-squares plane defined by the nine constituent atoms. The phenyl ring (C9-C14) makes a dihedral angle of 75.94 (8)° with the plane of the benzofuran fragment. The crystal packing (Fig. 2) is stabilized by aromatic π-π stacking interactions between the furan rings of neighbouring molecules. The Cg1···Cg1 i distance is 3.620 (4) Å (Cg1 is the centroid of the O1/C8/C1/C2/C7 furan ring, symmetry code as in Fig. 2 ). The molecular packing is further stabilized by C-H···π interactions ( Table 1 and Fig. 2 ); one between a methyl H atom and the benzene ring of the benzofuran unit, i.e. C15-H15C···Cg2 i , a second between a methylene H atom of the ethyl group and the benzene ring of the benzofuran unit, i.e. C16-H16B···Cg2 ii , respectively. In both cases the benzene ring (Cg2) is involved (Cg2 is the centroid of the C2-7 benzene ring, symmetry code as in Fig. 2) .
Experimental 3-Chloroperoxybenzoic acid (77%, 471 mg, 2.1 mmol) was added in small portions to a stirred solution of 5-ethyl-2-methyl-3-phenylsulfanyl-1-benzofuran (268 mg, 1.0 mmol) in dichloromethane (30 ml) at 273 K. After being stirred for 4 h at room temperature, the mixture was washed with saturated sodium bicarbonate solution and the organic layer was separated, dried over magnesium sulfate, filtered and concentrated in vacuum. The residue was purified by column chromatography 
Refinement
All H atoms were positioned geometrically and refined using a riding model, with C-H = 0.95 Å for aromatic H atoms, 0.99 Å for methylene H atoms and 0.98 Å for methyl H atoms, respectively, and with U iso (H) = 1.2U eq (C) for aromatic and methylene H atoms, and 1.5U eq (C) for methyl H atoms. 
